Appln No.: 10/723,594 Page 1 of 7 

Applicant(s): Yuan-Ping Pang 

MOLECULAR MODELING FOR METALLOPROTEINS 



Zinc- Water Interaction Potentials 



MP2/6-3 1 1 +G(2d,2p) 




_120 1 * . i ■ ■ 

12 3456789 10 



Zn-O Distance (A) 



FIG. 1 



Appin No.: 1 0/723,594 Page 2 of 7 

Applicant(s): Yuan-Ping Pang 

MOLECULAR MODELING FOR METALLOPROTEINS 




(y) ooubjsiq 0~ U Z 



Appln No.: 10/723,594 Page 3 of 7 

Applicant(s): Yuan-Ping Pang 

MOLECULAR MODELING FOR METALLOPROTEINS 




Appln No.: 1 0/723,594 Page 4 of 7 

Applicant(s): Yuan-Ping Pang 

MOLECULAR MODELING FOR METALLOPROTEINS 




5.5 
5.0 
4.5 
€ 4 .0 



CO 

Q 3.0 
2.5 
2.0 
1.5 



Zn1-OD1 Zn1-OD2 



1 3.5 vMi^|(^^ 



50 100 150 200 250 300 

Time (ps) 



FIG. 4 



Appln No.: 10/723,594 
Applicant(s): Yuan-Ping Pang 
MOLECULAR MODELING FOR METALLOPROTEINS 



Page 5 of 7 




FIG. 5 



Appln No.: 10/723,594 Page 7 of 7 

Applicant(s): Yuan-Ping Pang 

MOLECULAR MODELING FOR METALLOPROTEINS 




FIG. 7 



